Figure S4 Most favorable calculated pathway for the conversion of 1 •+ to 1(enol) •+ . Numbers indicate relative B3LYP/6-31G* energies, including ZPE differences, in kcal/mol, italic numbers are for transition states between the depicted structures.
Figure S1
Molecular orbitals 1 involved in the electronic transitions of 1 • -as predicted by the TD-DFT calculations listed in Table 1 . Table 4 Figure S4 Most favorable calculated pathway for the conversion of 1 •+ to 1(enol) •+ . Numbers indicate relative B3LYP/6-31G* energies, including ZPE differences, in kcal/mol, italic numbers are for transition states between the depicted structures.
(1) MOPlot, Version Table 4 . 
